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News Media Featuring Publications (31)  
I. Publications on Nano Ice, Water, Hydrophobic 
Interactions (16)  
Y. Huang, C. Zhu, L. Wang, X. Cao, Y. Su, X. Jiang, S. Meng, J. J. Zhao, and X. C. Zeng, "A 
new phase diagram of water under negative pressure: The rise of the lowest-density clathrate s-
III," Sci. Adv. 2, e1501010 (2016). UNL News, February 12, 2016 , Phys.Org, Feb. 12, 2016 , 
Cosmos Magazine, Feb. 15, 2016 , Science alert, Feb. 15, 2016 , Technology Grip, Feb. 15, 2016 
, Sci-News.com, Feb. 15, 2016 , ScienceNet.cn, Feb. 19, 2016 .  
L. Li, M. Kumar, C. Q. Zhu, J. Zhong, J. S. Francisco, and X. C. Zeng, "Near-Barrierless 
Ammonium Bisulfate Formation via a Loop-Structure Promoted Proton-Transfer Mechanism on 
the Surface of Water," J. Am. Chem. Soc. 138, 1816-1819 (2016). Featured in February 8, 2016 
Chem. & Eng. News, USTC News, Feb. 9, 2016 .  
H. Li, J. S. Francisco, and X. C. Zeng, "Unraveling the mechanism of selective ion transport in 
hydrophobic subnanometer channels," Proc. Natl. Acad. Sci. USA 112 , 10851-10856 (2015). 
UNL Today, Aug. 28, 2015 , Phys.Org (Aug. 25, 2015) , Chinese Academy of Sciences .  
W. H. Zhao, L. Wang, J. Bai, J. S. Francisco, and X. C. Zeng, "Spontaneous Formation of One-
Dimensional Hydrogen Gas Hydrate in Carbon Nanotubes," J. Am. Chem. Soc. 136 , 10661-
10668 (2014). JACS Spotlights (7/30/2014) , and JACS Cover (7/30/2014) , highlighted by 
USTC (7/31/2014), and by UNL Today (8/15/2014).  
[16 Citations] J. Bai and X. C. Zeng, "Polymorphism and polyamorphism in bilayer water 
confined to slit nanopore under high pressure," Proc. Natl. Acad. Sci. USA 109, 21240-21245 
(2012). Phys.org (12/12/12) , Lincoln Journal Star (12/13/12) , National Science Foundation, 
News From the Field, (12/12/12) , UNL Today, Dec. 17, 2012 .  
[6 Citations] X. Zhou, G. Liu, K. Yamato, Y. Shen, R. Cheng, X. Wei, W. Bai, Y. Gao, H. Li, Y. 
Liu, D. M. Czajkowsky, J. Wang, M. J. Dabney, Z. Cai, J. Hu, F. V. Bright, L. He, X. C. Zeng, 
Z. Shao, and B. Gong. "Self-assembling subnanometer pores with unusual mass-transport 
properties," Nature Communications 3:1038, doi:10.1038/ncomms1949 (2012). UNL News 
Release, July 17,2012 , University at Buffalo News, July 17, 2012 , RSC, July 18, 2012 , 
National Science Foundation , Bioon (in Chinese) , Argonne National Lab. , DOE Pulse, July 30, 
2012 , DOE Office of Science, Aug. 20, 2012 .  
[29 Citations] H.-X. Zhao, X.-J. Kong, H. Li, Y.-C. Jin, L. Long, X.C. Zeng, R.-B. Huang, and 
L.-S. Zheng, "Transition from one-dimensional water to ferroelectric ice within a supramolecular 
architecture," Proc. Natl. Acad. Sci. USA 108, 3481-3486 (2011). UNL Today, Feb. 17, 2011 , 
PhysOrg.com, Feb. 25, 2011 , Physics Inventions.com , The Daily Scientist  
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[22 Citations] J. Bai, C.A. Angell, and X.C. Zeng, "Guest-free monolayer clathrate: coexistence 
and phase transition between two-dimensional low-density and high-density ice," Proc. Natl. 
Acad. Sci. USA 107 , 5718-5722 (2010). UNL News Releases, March 25, 2010  
[116 Citations] S. Yoo, X.C. Zeng, and S.S. Xantheas, "On the phase diagram of water with 
density functional theory potentials: The melting temperature of ice Ih with the Perdew-Burke-
Ernzerhof and Becke-Lee-Yang-Parr functionals," J. Chem. Phys. (Communication) 130, 
221102 (2009). The Journal of Chemical Physics Editors' Choice for 2009 , DOE PNNL 
Research Chemical & Materials Sciences Division Highlights .  
[122 Citations] T. Koishi, K. Yasuoka, S. Fujikawa, T. Ebisuzaki, and X.C. Zeng, "Coexistence 
and Transition between Cassie and Wenzel State on Pillared Hydrophobic Surface," Proc. Natl. 
Acad. Sci. USA 106, 8435-8440 (2009). Omaha KETV 7 News (video) (June 23, 2009) , NSF 
News From the Field (May 4, 2009) , US News and World Report (May 6, 2009) , The Times of 
India (May 5, 2009) , Popular Mechanics (May 13, 2009) .  
[37 Citations] N. Arai, K. Yasuoka, and X.C. Zeng, "Self-Assembly of Surfactants and 
Polymorphic Transition in Nanotubes," J. Am. Chem. Soc. 130, 7916-7920 (2008). JACS Select 
2008  
[83 Citations] J. Bai, J. Wang, and X.C. Zeng, "Multiwalled ice helixes and ice nanotubes," 
Proc. Natl. Acad. Sci. USA 103, 19664-19667 (2006). Earth & Sky Radio Show , American 
Scientist (The Magazine of Sigma Xi Scientific Research Society) , Royal Society of Chemistry 
(England) , Nature May 31, 2007 , Nature Nanotechnology Jan. 5, 2007 , New Scientist Dec. 12, 
2006 , The Science Coalition , Science Daily , Lincoln Journal Star - Dec. 13, 2006 , 
Nanotechnology World , ZDNet , Materials gate , Nano Werk , Mad Cow News Site , Physorg , 
Newswise , Azo-nano , Sufficiently advanced , Innovations Report (Germany) , Nanotechwire , 
EurekAlert , What's Next In Science & Technology , Cogito.org , CCNews , Abrahadabra , 
Roland Piquepaille's Technology Trends , Metareligion  
[675 Citations] K. Koga, G.T. Gao, H. Tanaka, and X.C. Zeng, "Formation of ordered ice 
nanotubes inside carbon nanotubes," Nature 412, 802-805 (2001). Reported in UNL 8/22/01 
News Release , National Scicence Foundation - Office of Legislative and Public Affairs 
11/05/2001 News Media Tip , The HINDU 9/20/2001 (India's National Newspaper) , AScribe 
8/23/01 Newswire , Smalltimes News , www.chemweb.com Alchemist , www.sciencedaily.com 
, and featured in Aug. 27, 2001 Chem. & Eng. News  
[179 Citations] K. Koga, H. Tanaka, and X.C. Zeng, "First-order transition in confined water 
between high-density liquid and low-density amorphous phases," Nature 408, 564-567 (2000). 
Reported in UNL Scarlet and Daily Nebraskan,  
and featured on www.chemweb.com, www.newswise.com , Sunday Telegraph (London) , 
Lincoln Journal Star, and also on www.newton.com.tw (Taiwan)  
[127 Citations] K. Koga, X.C. Zeng, and H. Tanaka, "Freezing of confined water: A bilayer ice 
phase in hydrophobic nanopores," Phys. Rev. Lett. 79, 5262-5265 (1997). Featured in May, 
1998 The Sciences (www.nyas.org)  
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[18 Citations] K. Koga and X.C. Zeng, "Scanning Motions of an Atomic Force Microscope Tip 
in Water," Phys. Rev. Lett. 79, 853 (1997). Featured in Photonic Spectra.  
 
II. Publications on Gold Clusters and Other 
Nanostructures (15)  
J. Dai and X. C. Zeng, "Titanium Trisulfide Monolayer: Theoretical Prediction of a New Direct-
Gap Semiconductor with High and Anisotropic Carrier Mobility," Angew. Chem. Int. Ed. 54, 
7572-7576 (2015). UNL Today, June 23, 2015 , Popular Mechanics, July 6, 2015  
W. W. Xu, Y. Gao, and X. C. Zeng, "Unraveling structures of protection ligands on gold 
nanoparticle Au68(SH)32," Sci. Adv. 1, e1400211 (2015). Chem. Eng. News, April 27, 2015 , 
ScienceDaily, April 28, 2015 , Phys.Org , UNL Today, April 27, 2015 , WEB TECHKING.com , 
BEFORE IT'S News .  
S. Chen and X. C. Zeng, "Design of Ferroelectric Organic Molecular Crystals with Ultrahigh 
Polarization," J. Am. Chem. Soc. 136, 6428-6436 (2014). Chem. Eng. News, April 28, 2014 , 
JACS Spotlights, April 30, 2014 , UNL Today (April 30, 2014)  
R. Zhou, B. Qu, J. Dai, and X. C. Zeng, "Unraveling Crystalline Structure of High-Pressure 
Phase of Silicon Carbonate," Phys. Rev. X 4, 011030 (2014). UNL Today (Feb. 28, 2014) , 
Omaha World Herald (Feb. 27, 2014), Phys. Org. News , and Nanowerk.  
[29 Citations] C. Liu, Y. Tan, S. Lin, H. Li, X.J. Wu, L. Li, Y. Pei, and X. C. Zeng, "CO Self-
Promoting Oxidation on Nanosized Gold Clusters: Triangular Au3 Active Site and CO Induced 
O-O Scission," J. Am. Chem. Soc. 135, 2583-2595 (2013). Chem. & Eng. News, Feb. 11, 2013 .  
[32 Citations] L. Wang, B. Liu, H. Li, W. Yang, Y. Ding, S. V. Sinogeikin, Y. Meng, Z. Liu, X. 
C. Zeng, and W. L. Mao, "Long-Range Ordered Carbon Clusters: A Crystalline Material with 
Amorphous Building Blocks," Science 337, 825-828 (2012). UNL Today, Aug. 17, 2012 , and 
Phys.Org, Aug. 16, 2012 , Science Perspective, Aug. 17, 2012 .  
Y. Gao, N. Shao, R. Zhou, G. Zhang, and X. C. Zeng, "[CTi72+]: Heptacoordinate Carbon 
Motif?," J. Phys. Chem. Lett. 3, 2264-2268 (2012). Chemistry World, Royal Society of 
Chemistry, August 14, 2012.  
[29 Citations] R. Pal, L.M. Wang, Y. Pei, L. S. Wang, and X. C. Zeng, "Unraveling the 
mechanisms of O2 activation by size-selected gold clusters: Transition from superoxo to peroxo 
chemisorption," J. Am. Chem. Soc. 134 , 9438-9445 (2012). Chem. Eng. News, May 28, 2012  
[9 Citations] Y. Pei, N. Shao, H. Li, D.-E. Jiang, and X. C. Zeng "Hollow Polyhedral Structures 
in Small Gold-Sulfide Clusters," ACS Nano 5, 1441-1449 (2011). ACS Chem & Eng News, 
Feb. 14, 2011 , Xiangtan University News, March 14, 2011  
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[49 Citations] X. Wu, Y. Pei, and X.C. Zeng, "B2C Graphene, Nanotubes and Nanoribbons," 
Nano Lett. 9, 1577-1582 (2009). Nature Nanotechnology, March 20, 2009 .  
[235 Citations] S. Bulusu, X. Li, L.S. Wang, and X.C. Zeng, "Evidence of hollow golden cages," 
Proc. Natl. Acad. Sci. USA 103, 8326-8330 (2006). Reported by UNL Press - May 17, 2006 , 
Omaha World Herald - May 17, 2006 , New York Times - May 23, 2006 , Nature - May 25, 
2006 , Nature Nanotechnology - March 23, 2007 , Chem & Eng. News - May, 17, 2006 , and 
Seattle Post-Intelligencer - May 16, 2006 , Royal Society of Chemistry (England) , CERN 
(Courier) , Wikipedia , Newswise , High Performance Computing wire , Interest Alert , Engineer 
online , Innovations report , Inside BayArea.com , SpaceDaily , Nanotechweb , EurekAlert , 
Nanotechwire , The NanoTechnology Group Inc , Photonics , AZoNano , Physorg.com , Science 
Daily , WhatsnextNetwork.com , Voyle.net , SoftPedia , Free Republic , Netcomposites , 
YubaNet.com  
[193 Citations] B. Kiran, S. Bulusu, H.-J. Zhai, S. Yoo, X.C. Zeng, and L.S. Wang, "Planar-to-
tubular structural transition in boron clusters: B20 as the embryo of single-walled boron 
nanotubes, " Proc. Natl. Acad. Sci. USA 102, 961-964 (2005). Reported by UNL Press March 
22, 2005 , and Daily Nebraskan - March 25, 2005 , and featured by US USDA CSREE Service , 
by PhysOrg.com , by ChinaInfo , and by High Performance Computing wire .  
[112 Citations] J. Bai, X.C. Zeng, H. Tanaka, and J.Y. Zeng, "Metallic single-walled silicon 
nanotubes," Proc. Natl. Acad. Sci. USA 101, 2664-2668 (2004). Reported in UNL Newspaper - 
Scarlet . Also featured by Intute Spotlight , by BETTERHUMANS , by NewsWise , by 
Magazine of American Society ofMechanical Engineers , by Materialstoday , by SMALL , by 
Advanced Materials & Processes (ASM Inter national), May 2004 , and by Nanonordic .  
[125 Citations] B. Gong, H. Zeng, J. Zhu, Y. Han, M. Furukawa, R.D. Parra, A.Y. Kovalevsky, 
J.L. Mills, E. Skrzypczak-Jankun, S. Martinovic, R.D. Smith, C. Zheng, T. Szyperski, and X.C. 
Zeng, "Creating Nanocavities of Tunable Sizes: Hollow Helices," Proc. Natl. Acad. Sci. USA 
99, 11583-11588 (2002). Featured in Aug. 26, 2002 Chem. & Eng. News; Listed in The 20 
Most-Frequently-Read Chemistry in PNAS during September 2002  
[111 Citations] J. Zhu, R.D. Parra, H. Zeng, E. Skrzypczak-Jankun, X.C. Zeng, and B. Gong, "A 
New Class of Folding Oligomers: Crescent Oligoamides," J. Am. Chem. Soc. 122, 4219-4220 
(2000). Featured in May 1, 2000 Chem. & Eng. News  
 
Publications on Au Clusters (51)  
W. W. Xu, Y. Li, Y. Gao, and X. C. Zeng, "Unraveling a generic growth pattern in structure 
evolution of thiolate-protected gold nanoclusters," Nanoscale 8, 7396-7401 (2016).  
W. W. Xu, Y. Li, Y. Gao, and X. C. Zeng, "Medium-Sized Au40(SR)24 and Au52(SR)32 
Nanoclusters with Distinct Gold-Kernel Structure and Spectroscopy Features," Nanoscale 8, 
1299-1304 (2016).  
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X. K. Wan, W. W. Xu, S. F. Yuan, Y. Gao, X. C. Zeng, and Q. M. Wang, "A Near-Infrared-
Emissive Alkynyl-Protected Au24 Nanocluster," Angew. Chem. Int. Ed. 54, 9683-9686 (2015).  
L. Li, H. Li, and X. C. Zeng, "Structure transition of Au18 from pyramidal to a hollow-cage 
during soft-landing onto a TiO2(110) surface," Chem. Comm. 51, 9535-9538 (2015).  
Y. Pei, J. Tang, X. Q. Tang, Y. Q. Huang, and X. C. Zeng, "New Structure Model of Au22(SR)18: 
Bitetrahederon Golden Kernel Enclosed by [Au6(SR)6] Au(I) Complex," J. Phys. Chem. Lett. 6, 
1390-1395 (2015).  
H. Li, L. Li, A. Pedersen, Y. Gao, N. Khetrapal, H. Jonsson, and X. C. Zeng, "Magic-Number 
Gold Nanoclusters with Diameters from 1 to 3.5 nm: Relative Stability and Catalytic Activity for 
CO Oxidation," Nano Lett. 15, 682-688 (2015).  
L. Li and X. C. Zeng, "Direct Simulation Evidence of Generation of Oxygen Vacancies at the 
Golden Cage Au16 and TiO2 (110) Interface for CO Oxidation," J. Am. Chem. Soc. 136, 15857-
15860 (2014).  
B. Schaefer, R. Pal, N. S. Khetrapal, M. Amsler, A. Sadeghi, V. Blum, X. C. Zeng, S. 
Goedecker, and L. S. Wang, "Isomerism and Structural Fluxionality in the Au26 and Au26- 
Nanoclusters," ACS Nano 7, 7413-7422 (2014).  
X. H. Wei, R. Zhou, W. Lefebvre, K. He, D. Le Roy, R. Skomski, X. Li, J. E. Shield, M. J. 
Kramer, S. Chen, X. C. Zeng, and D. J. Sellmyer, "Structural and Magnetic Evolution of 
Bimetallic MnAu Clusters Driven by Asymmetric Atomic Migration," Nano Lett. 14, 1362-
1368 (2014).  
L. Li, Y. Gao, H. Li, Y Zhao, Y. Pei, Z. F. Chen, and X. C. Zeng, "CO Oxidation on TiO2 (110) 
Supported Subnanometer Gold Clusters: Size and Shape Effects," J. Am. Chem. Soc. 135, 
19336-19346 (2013).  
C. Liu, S. Lin, Y. Pei, and X. C. Zeng, "Semiring Chemistry of Au25(SR)18: Fragmentation 
Pathway and Catalytic Active site," J. Am. Chem. Soc. 135, 18067-18079 (2013).  
Y. Zhou, N. J. Lawrence, L. Wang, L. Kong, T.-S. Wu, J. Liu, Y. Gao, J. R. Brewer, V. K. 
Lawrence, R. F. Sabiriano, Y.-L. Soo, X. C. Zeng, P. A. Dowben, W. N. Mei, and C. L. Cheung 
"Resonance photoemission observation and DFT study of s-d hybridization in catalytically active 
gold clusters on ceria nanorods," Angew. Chem. Int. Ed. 52, 6936-6939 (2013).  
Y. Gao and X. C. Zeng, "Water-Promoted O2 Dissociation on Small-Sized Anionic Gold 
Clusters," ACS Catal. 2, 2614-2621 (2012).  
[21 Citations] Y. Pei and X. C. Zeng, "Investigating the structural evolution of thiolate protected 
gold clusters from first-principles," Nanoscale 4, 4054-4072 (2012).  
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[20 Citations] Y. Pei, R. Pal, C. Liu, Y. Gao, Z. Zhang, and X.C. Zeng, "Interlocked Catenane-
Like Structure Predicted in Au24(SR)20: Implication to Structural Evolution of Thiolated Gold 
Clusters from Homoleptic Gold(I) Thiolates to Core-Stacked Nanoparticles," J. Am. Chem. Soc. 
134, 3015-3024 (2012).  
R. Zhou, X. Wei, K. He, J.E. Shield, D.J. Sellmyer, and X.C. Zeng, "Theoretical and 
Experimental Characterization of Structures of MnAu Nanoclusters in the Size Range of 1-3 
nm," ACS Nano 5, 9966 - 9976 (2011).  
Y. Gao, N. Shao, Y. Pei, Z.F. Chen, and X.C. Zeng, "Catalytic Activities of Subnanometer Gold 
Clusters (Au16-, Au18-, Au20-, and Au27- - Au35-) for CO Oxidation," ACS Nano 5, 7818-7829 
(2011). Science360 Feb. 2, 2012 ; Nebraska EPSCoR Highlight  
R. Pal, W. Huang, Y.-L. Wang, H.-S. Hu, S. Bulusu, X.-G. Xiong, J. Li, L.S. Wang, and X.C. 
Zeng, "Chemisorption-Induced 2D-3D-2D Structural Transitions in Gold Heptamer: (CO)nAu7 
(n = 1-4)," J. Phys. Chem. Lett. 2, 2288-2293 (2011).  
[26 Citations] N. Shao, W. Huang, Y. Gao, L.M. Wang, X. Li, L.S. Wang, and X.C. Zeng, 
"Probing the Structural Evolution of Medium-Sized Gold Clusters: Aun- (n = 27 to 35)," J. Am. 
Chem. Soc. 132, 6596-6605 (2010).  
[25 Citations] Y. Pei, N. Shao, Y. Gao, and X.C. Zeng, "Investigating Active Site of Gold 
Nanoparticle Au55(PPh3)12Cl6 in Selective Oxidation," ACS Nano 4, 2009-2020 (2010).  
[39 Citations] Y. Gao, N. Shao, Y. Pei, and X.C. Zeng, "Crown Gold Cu13@Au42 Core-Shell 
Nanoparticle with High Catalytic Activity," Nano Lett. 10 , 1055-1062 (2010).  
[61 Citations] Y. Pei, Y. Gao, N. Shao, and X.C. Zeng, "Thiolate-Protected Au20(SR)16 Cluster: 
Prolate Au8 Core with New [Au3(SR)4] Staple Motif," J. Am. Chem. Soc. 131, 13619-13621 
(2009).  
Y. Gao, W. Huang, J. Woodford, L.S. Wang, and X.C. Zeng, "Detecting Weak Interactions 
between Au- and Gas Molecules: A Photoelectron Spectroscopic and Ab Initio Study," J. Am. 
Chem. Soc. 131, 9484-9485 (2009).  
[33 Citations] W. Huang, S. Bulusu, R. Pal, X.C. Zeng, and L.S. Wang, "Structural Transition of 
Gold Nanoclusters: From the Golden Cage to the Golden Pyramid," ACS Nano 3, 1225-1230 
(2009).  
[32 Citations] R. Pal, L.-M. Wang, W. Huang, L.S. Wang, and X.C. Zeng, "Structural Evolution 
of Doped Gold Clusters: MAux- (M = Si, Ge, Sn; x = 5 - 8)," J. Am. Chem. Soc. 131, 3396-3404 
(2009).  
[41 Citations] Y. Gao, N. Shao and X.C. Zeng, "Ab initio Study of Thiolate-Protected Au102 
Nanocluster," ACS Nano 2, 1497-1503 (2008).  
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[34 Citations] W. An, Y. Pei, and X.C. Zeng, "CO oxidation catalyzed by single-walled helical 
gold nanotube," Nano Lett. 8, 195-202 (2008).  
[145 Citations] Y. Pei, Y. Gao, and X.C. Zeng, "Structural Prediction of Thiolate-Protected Au38: 
A Face-Fused Bi-icosahedral Au Core," J. Am. Chem. Soc. 130, 7830-7832 (2008).  
[58 Citations] L.-M. Wang, S. Bulusu, W. Huang, R. Pal, L.S. Wang, and X.C. Zeng, "Doping 
the Golden Cage Au16- with Si, Ge, and Sn, " J. Am. Chem. Soc. 129, 15136-15137 (2007).  
[34 Citations] J. Wang, J. Bai, J. Jellinek, and X.C. Zeng, "Gold-Coated Transition Metal Anion 
[Mn13@Au20]- with Ultrahigh Magnetic Moment," J. Am. Chem. Soc. 129, 4110-4111 (2007).  
[88 Citations] L.-M. Wang, S. Bulusu, H.-J. Zhai, X.C. Zeng, and L.S. Wang, "Doping the 
Golden Buckyballs: Cu@Au16- and Cu@Au17-," Angew. Chem. Int. Ed. 46, 2915-2918 (2007).  
[88 Citations] Y. Gao, S. Bulusu, and X.C. Zeng, "Gold-Caged Metal Clusters with Large 
HOMO-LUMO Gap and High Electron Affinity," J. Am. Chem. Soc. 127, 15680-15681 (2005).  
[68 Citations] Y. Gao and X.C. Zeng, "Au42: An Alternative Icosahedral Golden Fullerene 
Cage," J. Am. Chem. Soc. 127, 3698-3699 (2005).  
 
K. Mao, L. Li, W. Zhang, Y. Pei, X. C. Zeng, X. J. Wu, and J. L. Yang, "A Theoretical Study of 
Single-Atom Catalysis of CO Oxidation Using Au Embedded 2D h-BN Monolayer: A CO-
Promoted O2 Activation," Sci. Rep. 4, 5441 (2014).  
N. Shao, W. Huang, W.-N. Mei, L. S. Wang, Q. Wu, and X. C. Zeng, "Structural Evolution of 
Medium-Sized Gold Clusters Aun- (n = 36, 37, 38): Appearance of Bulk-Like FCC Fragment," J. 
Phys. Chem. C 118, 6887-6892 (2014).  
Y. Zhao, N. S. Khetrapal, H. Li, Y. Gao, and X. C. Zeng, "Interaction between O2 and 
neutral/charged Aun (n = 1.3) clusters: A comparative study between density-functional theory 
and coupled cluster calculations," Chem. Phys. Lett. 592, 127-131 (2014).  
R. Pal, L.-M. Wang, W. Huang, L.S. Wang, and X.C. Zeng, "Structure Evolution of Gold Cluster 
Anions between the Planar and Cage Structures by Isoelectronic Substitution: Aun (n = 13 - 15) 
and MAun (n = 12 - 14; M = Ag, Cu)," J. Chem. Phys. 134, 054306 (2011).  
H. Li, Y. Pei, and X.C. Zeng, "Two-dimensional to Three-dimensional Structural Transition of 
Gold Cluster Au10 during Soft Landing on TiO2 Surface and its Effect on CO Oxidation," J. 
Chem. Phys. 133, 134707 (2010).  
[29 Citations] L.M. Wang, R. Pal, W. Huang, X.C. Zeng, and L.S. Wang, "Observation of 
Earlier Two-to-Three Dimensional Structural Transition in Gold Cluster Anions by Isoelectronic 
Substitution: MAun- (n = 8 - 11; M = Ag, Cu)," J. Chem. Phys. 132, 114306 (2010).  
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[22 Citations] W. Huang, R. Pal, L.-M. Wang, X.C. Zeng, and L.S. Wang, "Isomer Identification 
and Resolution in Small Gold Clusters," J. Chem. Phys. 132, 054305 (2010). Journal of 
Chemical Physics Research Highlights (March 2, 2010) .  
Y. Gao, Y. Zhao, and X.C. Zeng, "Reexamine Low-Energy Structures of Au4- and Au4," J. 
Theor. Comput. Chem. 9, 1-7 (2010).  
W. Huang, S. Bulusu, R. Pal, X.C. Zeng, and L.S. Wang, "CO Chemisorption on the Surfaces of 
the Golden Cages," J. Chem. Phys. 131, 234305 (2009).  
[26 Citations] L.M. Wang, R. Pal, W. Huang, X.C. Zeng, and L.S. Wang, "Tuning the electronic 
properties of the golden buckyball by endohedral doping: M@Au16- (M = Ag, Zn, In)", J. Chem. 
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[40 Citations] L.M. Wang, J. Bai, A. Lechtken, W. Huang, D. Schooss, M.M. Kappes, X.C. 
Zeng, and L.S. Wang, "Magnetic Doping of the Golden Cage Cluster: M@Au16- (M = Fe, Co, 
Ni)," Phys. Rev. B 79, 033413/1-4 (2009).  
[13 Citations] N. Shao, Y. Pei, Y. Gao, and X.C. Zeng, "Onset of Double Helical Structure in 
Small-Sized Homoleptic Gold Thiolate Clusters," J. Phys. Chem. A (Letter) 113, 629-632 
(2009).  
[26 Citations] Y. Gao, N. Shao, S. Bulusu, and X.C. Zeng, "Effective CO Oxidation on 
Endohedral Gold-Cage Nanoclusters," J. Phys. Chem. C 112, 8234-8238 (2008).  
[61 Citations] X. Gu, S. Bulusu, X. Li, X.C. Zeng, J. Li, X.G. Gong, and L.S. Wang, "Au34-: A 
fluxional core-shell cluster," J. Phys. Chem. C 111, 8228-8232 (2007).  
[30 Citations] S. Bulusu, X. Li, L.S. Wang, and X.C. Zeng, "Structural Transitions from 
Pyramidal to Fused Planar to Tubular to Core/Shell Compact in Gold Clusters: Aun- (n= 21 - 
25)," J. Phys. Chem. C 111, 4190-4198 (2007).  
R. Pal, S. Bulusu, and X.C. Zeng, "Exploring the lowest-energy structures of group IV tetra-
aurides: XAu4(X = C, Si, Ge, Sn)" J. Comput. Methods Sci. Eng. 7, 185-193 (2007).  
[43 Citations] Y. Gao, S. Bulusu, and X.C. Zeng, " A Global Search of Highly Stable Gold-
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